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Previous study on S2O2
• Identified two cis-OSSO and trans-OSSO conformers
• Calculated the vertical excitations
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Spectrum simulation requires more than 
simple vertical excitation calculations.
Spectrum simulation
A post Frank-Condon approach is needed to simulate the spectra for 
dissociative excited states and compare them with experiment.
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Newton-X program interfaced with 
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o A method for simulating the atmospherically relevant sulfur molecules
was developed and validated.
o Some agreement between the simulated spectra and the first
experimental results of OSSO was observed.
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